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1. The cross-coupling reaction 
In order to further confirm our proposed mechanism, we investigated the cross-coupling 

reaction between two representative substrates 4-methylacetophenone oxime acetate (1a) and 

acetophenone oxime acetate (1b) under standard conditions. Fortunately, all the products 

were successfully identified by HRMS analysis of the crude reaction extract, and the ratio of 

3a, 3b and 3z further calculated by 1H NMR analysis. 
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2. Crystallographic data and molecular structure of compounds 3o 
 

               

Figure S1. X-ray crystal structure of 3o (CCDC: 1844843) 

 

Empirical 

formula 

C53H41Cl3N4 

[2(C26 H20 N2), CHCl3] 

Absorption 

coefficient 
2.210 mm-1 

Formula 

weight 
840.25 F(000) 1752 

Temperature 293(2) K Crystal size 
0.220 x 0.200 x 0.180 

mm3 

Wavelength 1.54178 Å 
Theta range for 

data collection 
3.536 to 74.902° 

Crystal system Monoclinic 
Reflections 

collected 
8719 

Space group C2/c 
Independent 

reflections 
4174 [R(int) = 0.0231] 

Unit cell 

dimensions 

a =  

25.4646(15) Å 
= 90° 

Refinement 

method Full 

Full-matrix 

least-squares on F2 

b =  

16.7733(9) Å 

= 

100.998(6)°

Data / restraints /

parameters 
4174 / 30 / 290 

c =  

10.4497(8) Å 
 = 90° 

Goodness-of-fit 

on F2 
1.071 

Volume 4381.4(5) Å3 
Final R indices 

[I>2sigma(I)] 

R1 = 0.0801, wR2 = 

0.2265 

Z 4 
R indices (all 

data) 

R1 = 0.0900, wR2 = 

0.2487 

Density 

(calculated) 
1.274 Mg/m3 

Largest diff. peak 

and hole 
0.504 and -0.682 e.Å-3 
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3. 1H and 13C NMR spectra of compounds 3 and 5 
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